Self-assembly into polynuclear metal complexes can be achieved by the use of the multidentate ligands that possess the ability to bridge plural metal ions. [1] [2] [3] In our previous work, we reported on a trinuclear manganese (III) complex of 6-hydroxy-2-(2-hydroxyphenyl)-5-(salicylideneamino)benzoxazole (H3L), which was obtained by the reaction of a symmetrical ligand, 4,6-bis{(2-hydroxybenzylidene)imino}benzene-1,3-diol (H4L′), with manganese(II) acetate tetrahydrate. 4 The ligand H3L has an unsymmetrical structure comprised of ONO-tridentate and ON-bidentate coordination sites. It is expected that H3L can be utilized to obtain complex ligands, because two different coordination sites can bind to suitable metal ions. Here, we report on the crystal structure of the iron(III) complex, which has an unoccupied ON-coordination site.
The crystal suitable for X-ray crystallography had directly picked out from the solution. Measurements were made on a Rigaku AFC5S diffractometer with graphite monochromated Mo-Kα radiation at 294 K. An empirical analytical absorption correction was applied. The structure was solved by direct methods (SIR92) and expanded using Fourier techniques. The non-hydrogen atoms were refined anisotropically, except for a Bond distances related to the disordered atoms were restrained to ensure reasonable distances. All hydrogen atoms were located on the calculated positions, and refined using the riding model. The final cycle of full-matrix least-squares refinement on F 2 using SHELXL-97 was based on observed reflections and variable parameters, and converged with unweighted and weighted agreement factors of R and Rw. 5 Details of the X-ray structure determination and atomic coordinates are listed in Tables 1 and 2. ORTEP drawing of [Fe(HL-Br)Cl(py)2] is shown in Fig. 2 , and the selected bond lengths and angles are listed in Table 3 . The pentadentate ligand, H3L-Br, containing the benzoxazole moiety was formed by an intramolecular C-O coupling of H4L′-Br, as described concerning the previously reported [Mn3(L)3]. 4 The Fe(III) ion is in a distorted octahedral environment. The Fe-O bond lengths are 1.919(6) and 1.945(6)Å and the Fe-N lengths are 2.151 -2.189 Å. The Fe-Cl length [2.316(2)Å] is much longer than these bonds. The deviation of the mean plane, defined by whole atoms in (HL-Br) 2-, is 0.139 Å. It is represented that (HL-Br) 2-has good coplanarity and convenience in order to form π-π stacking interactions. In fact, π-π stacking interactions play important roles in the crystal packing of this complex (Fig. 3) . The molecular dimer is formed by π-π stacking interactions between π-conjugate systems in (HL-Br) 2-[C(14)·C(14) i 3.358(10)Å, symmetry code i: -x, 1 -y, -z]. In addition, each dimer is linked by weak π-π stacking interactions between coordinating pyridine molecules involving C(27). The distance between the center of the pyridine molecule and C27 j [symmetry code j: 1 -x, 1 -y, 1 -z] is 3.533(13)Å. The ON-coordination site defined by O (4) and N(2) is in a metal-free form. This complex can be expected to act as a complex ligand to give metal-assembled complexes by combining with various types of metal ions at the ON-site. 2 + 2U12(aa*bb*)cos g + 2U13(aa*cc*)cosb + 2U23(bb*cc*)cos a). Table 3 Selected bond lengths (Å) and angles (˚)
